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Figure 1 

Table 1. Crystallographic data and refinement statistics 



Wavelength (A) 
Resolution range (A) 1 
No. of observed reflections 
No. of unique reflections 
No. of reflections in R freB set 
Completeness (%) 

(Rmerge) {%f 
Rcryst/Rfree (%) 3 

No. of refined non-hydrogen atoms 4 

protein 

water 

Average B-factor (all atoms, A 2 ) 
Wilson B-factor (A 2 ) 
R.m.s. A bond lengths/angles 5 
Residues in allowed regions (%) 6 



Native data set 
1.0526 

50.0-2.0 (2.07-2.0) 

164,206 

27,881 

828 

99.2(99.4) 
19.6(1.4) 
3.9(20.9) 
21 .8/23.8 

2248 
265 
60 
45 

0.0081/1.7 
97% 



Values in parentheses are statistics for the highest resolution bin. 

2 Rmerge (/) = £ \lhkl- < Ihkl >\ I £ w Ihkl, where Ihkl is the measured intensity 

of the reflections with indices hkl. 

3 R=^ Ajt/ ||Fo|-|Fc||/2] \Fo\, where |Fo|and \Fc\ are the observed and 

calculated structure factor amplitudes for reflection hkl, applied to the work 
(R C ryst=97%) and test (Rfree=3%) sets, respectively. 

4 Residues -2, 239 and 240 were not located. Residues originating from the 
cloning site were given negative integers. 

5 Root mean squared deviations (rms A) in bond length and angles from ideal 
values. 

6 The Ramachandran plot was calculated according to Kleywegt and Jones, 
(1996). 
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Figure 2 (Table 2 (page 1) ) 
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CELL ADHESION 1QZ1 
CRYSTAL STRUCTURE OF THE IG 1-2-3 FRAGMENT OF NCAM 
MOL_ID: 1; 

MOLECULE: NEURAL CELL ADHESION MOLECULE 1, 140 KDA ISOFORM; 
CHAIN: A 
FRAGMENT 



IG MODULES 1-2-3; 
SYNONYM: N-CAM 140, NCAM-140; 
ENGINEERED: YES 
MOL_ID: 1; 

2 ORGANISM_SCIENTIFIC: RATTUS NORVEGICUS; 

3 ORGANISM_COMMON: RAT; 

4 GENE: NCAM1; 

5 EXPRESS ION_SYSTEM: PICHIA PASTORIS; 

6 EXPRESS ION_SYSTEM_COMMON : FUNGUS; 

7 EXPRESSION_SYSTEM_STRAIN: GS-115; 

8 EXPRESS ION_JSYSTEM_VECTOR_TYPE: PLASM ID ; 

9 EXPRESS ION_SYSTEM_PLASMID : PHIL-SI 
IG MODULES, CELL ADHESION, NCAM 
X-RAY DIFFRACTION 

V.SOROKA, K . KOLKOVA, J.S.KASTRUP, K . DIEDERICHS , J. BREED, 

2 V. V.KISELYOV, F.M.POULSEN, I . LARSEN , W.WELTE, V . BEREZIN , 

3 E.BOCK, C.KASPER 

AUTH V.SOROKA, K. KOLKOVA, J.S.KASTRUP, K . DIEDERICHS , 
AUTH 2 J. BREED, V.V. KISELYOV, F.M.POULSEN, I. LARSEN, 
AUTH 3 W.WELTE, V. BEREZIN, E.BOCK, C.KASPER 
TITL STRUCTURE AND INTERACTIONS OF NCAM IG1-2-3 SUGGEST 
A NOVEL ZIPPER MECHANISM FOR HOMOPHILIC ADHESION 
TO BE PUBLISHED 



TITL 2 
REF 
RE FN 



REFERENCE 1 

AUTH C . KASPER , H . RASMUS SEN , J. S . KASTRUP , S . IKEMIZU, 

AUTH 2 E.Y. JONES, V. BEREZIN, E.BOCK, I. K. LARSEN 

TITL STRUCTURAL BASIS OF CELL-CELL ADHESION BY NCAM 

REF NAT. STRUCT. BIOL. V. 7 389 2000 

RE FN ASTM NSBIEW US ISSN 1072-8368 
REFERENCE 2 

AUTH C . KASPER , H . RASMUSSEN , V . BEREZ IN, E . BOCK, I . K . LARSEN 

TITL EXPRESSION, CRYSTALLIZATION AND PRELIMINARY X-RAY 

TITL 2 ANALYSIS OF THE TWO AMINO -TERMINAL IG DOMAINS OF 

TITL 3 THE NEURAL CELL ADHESION MOLECULE (NCAM) 

REF ACTA CRYSTALLOGR. , SECT . D V. 55 1598 1999 

RE FN ASTM ABCRE6 DK ISSN 0907-4449 

RESOLUTION . 2.00 ANGSTROMS . 



REFINEMENT. 
PROGRAM 
AUTHORS 



CNS 1.0 

BRUNGER , ADAMS , CLORE , DELANO , GROS , GROS SE - 
KUNSTLEVE , JIANG , KUSZEWSKI , NILGES , PANNU , 
READ , RICE , S IMONSON , WARREN 



REFINEMENT TARGET : ENGH & HUBER 

DATA USED IN REFINEMENT. 
RESOLUTION RANGE HIGH (ANGSTROMS) 
RESOLUTION RANGE LOW (ANGSTROMS) 



2 . 00 
48 . 64 
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DATA CUTOFF (SIGMA (F) ) 

DATA CUTOFF HIGH (ABS (F) ) 

DATA CUTOFF LOW (ABS (F) ) 

COMPLETENESS (WORKING+TEST) (%) 
NUMBER OF REFLECTIONS 

FIT TO DATA USED IN REFINEMENT. 
CROSS-VALIDATION METHOD 
FREE R VALUE TEST SET SELECTION 
R VALUE (WORKING SET) 

FREE R VALUE 

FREE R VALUE TEST SET SIZE (%) 
FREE R VALUE TEST SET COUNT 
ESTIMATED ERROR OF FREE R VALUE 



0.000 

NULL 

NULL 

99.2 

28289 



THROUGHOUT 

RANDOM 

0.218 

0.238 

NULL 

828 

NULL 



FIT IN THE HIGHEST RESOLUTION BIN. 
TOTAL NUMBER OF BINS USED 
BIN RESOLUTION RANGE HIGH (A) 
BIN RESOLUTION RANGE LOW (A) 
BIN COMPLETENESS (WORKING+TEST) (%) 
REFLECTIONS IN BIN (WORKING SET) 

BIN R VALUE (WORKING SET) 

BIN FREE R VALUE 

BIN FREE R VALUE TEST SET SIZE (%) 
BIN FREE R VALUE TEST SET COUNT 
ESTIMATED ERROR OF BIN FREE R VALUE 



NULL 
2 . 00 
2 . 13 
99.00 
NULL 
0.3730 
0 . 4390 
NULL 
148 
0 . 036 



NUMBER OF NON - HYDROGEN ATOMS USED IN REFINEMENT. 



PROTEIN ATOMS 
NUCLEIC ACID ATOMS 
HETEROGEN ATOMS 
SOLVENT ATOMS 



2247 

0 

0 

265 



B VALUES. 
FROM WILSON PLOT (A**2) 
MEAN B VALUE (OVERALL, A**2) 

OVERALL ANISOTROPIC B VALUE. 



42.00 
60.60 



Bll 


(A**2) 


7 


. 90000 


B22 


(A**2) 




15.20000 


B33 


(A**2) 


7 


.30000 


B12 


(A**2) 


0 


.00000 


B13 


(A**2) 


0 


.00000 


B23 


(A**2) 


0 


. 00000 



(A) 


: 0 


.30 


(A) 


: 0 


.36 


(A) 


: 5 


.00 



ESTIMATED COORDINATE ERROR. 
ESD FROM LUZZATI PLOT 
ESD FROM SIGMAA 
LOW RESOLUTION CUTOFF 



CROSS -VALIDATED ESTIMATED COORDINATE ERROR. 

ESD FROM C-V LUZZATI PLOT (A) : 0.35 

ESD FROM C-V SIGMAA (A) : 0.42 

RMS DEVIATIONS FROM IDEAL VALUES . 

BOND LENGTHS (A) : 0.008 

BOND ANGLES (DEGREES) : 1.70 

DIHEDRAL ANGLES (DEGREES) : 27.50 
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IMPROPER ANGLES (DEGREES) : 0.95 

ISOTROPIC THERMAL MODEL : ANISOTROPIC 



ISOTROPIC THERMAL FACTOR RESTRAINTS. 



MAIN- CHAIN BOND 

MAIN -CHAIN ANGLE 

SIDE -CHAIN BOND 

SIDE -CHAIN ANGLE 

BULK SOLVENT MODELING. 



(A**2) 
(A**2) 
(A**2) 
(A**2) 



RMS 
NULL 
NULL 
NULL 
NULL 



SIGMA 

NULL 

NULL 

NULL 

NULL 



METHOD USED 

KSOL 

BSOL 



NULL 
NULL 
NULL 



NCS MODEL : NULL 

NCS RESTRAINTS. 
GROUP 1 POSITIONAL 
GROUP 1 B - FACTOR 

PARAMETER FILE 1 : NULL 
TOPOLOGY FILE 1 : NULL 



(A) 
(A**2) 



RMS SIGMA/WEIGHT 
: NULL ; NULL 
: NULL ; NULL 



OTHER REFINEMENT REMARKS: RESIDUES 241-242 WERE NOT LOCATED IN 
THE ELECTRON DENSITY MAP 

1QZ1 COMPLIES WITH FORMAT V. 2.3, 09 -JULY- 199 8 

THIS ENTRY HAS BEEN PROCESSED BY RCSB ON 17-SEP-2003. 
THE RCSB ID CODE IS RCSB020242 . 



EXPERIMENTAL DETAILS 
EXPERIMENT TYPE 
DATE OF DATA COLLECTION 
TEMPERATURE (KELVIN) 
PH 

NUMBER OF CRYSTALS USED 



X-RAY DIFFRACTION 
06-NOV-2 000; 04-DEC-2 00 0 
100.0 
5.20 
1 



(Y/N) 



(M/L) 
(A) 



SYNCHROTRON 
RADIATION SOURCE 
BEAMLINE 

X-RAY GENERATOR MODEL 
MONOCHROMATIC OR LAUE 
WAVELENGTH OR RANGE 
MONOCHROMATOR 
OPTICS 



DETECTOR TYPE 
DETECTOR MANUFACTURER 
INTENSITY- INTEGRATION SOFTWARE 
DATA SCALING SOFTWARE 

NUMBER OF UNIQUE REFLECTIONS 
RESOLUTION RANGE HIGH (A) 
RESOLUTION RANGE LOW (A) 
REJECTION CRITERIA (SIGMA (I ) ) 



ROTATING ANODE 



Y; N 
MAX II 
1711 

NULL; HOME SOURCE 
M 

1.0526; 1.54 

NULL 

NULL 

IMAGE PLATE; IMAGE PLATE 
MARRESEARCH ; MARRESEARCH 

: DENZO 

: SCALEPACK 

27881 
2 . 000 
50 . 000 
0 . 000 
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IN THE HIGHEST RESOLUTION SHELL. 
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RANGE 


HIGH (A) 
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HIGHEST RESOLUTION SHELL , 
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REMARK 200 

REMARK 2 00 DIFFRACTION PROTOCOL: SINGLE WAVELENGTH 

REMARK 2 00 METHOD USED TO DETERMINE THE STRUCTURE: MOLECULAR REPLACEMENT 

REMARK 2 00 SOFTWARE USED: AMORE 

REMARK 2 00 STARTING MODEL: PDB ENTRY 1EPF 

REMARK 2 00 

REMARK 2 00 REMARK: NULL 

REMARK 2 80 

REMARK 2 80 CRYSTAL 

REMARK 2 80 SOLVENT CONTENT, VS (%) : NULL 

REMARK 2 80 MATTHEWS COEFFICIENT, VM (ANGSTROMS* *3 /DA) : NULL 
REMARK 2 80 

REMARK 280 CRYSTALLIZATION CONDITIONS: 14-17% PEG 4000, 450 MM LI SULFATE, 
REMARK 280 100 MM NA ACETATE, PH 5.2, VAPOR DIFFUSION, HANGING DROP, 
REMARK 280 TEMPERATURE 2 93K 
REMARK 2 90 

REMARK 2 90 CRYSTALLOGRAPHIC SYMMETRY 

REMARK 2 90 SYMMETRY OPERATORS FOR SPACE GROUP: I 21 21 21 
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REMARK 2 90 WHERE NNN -> OPERATOR NUMBER 

REMARK 2 90 MMM -> TRANSLATION VECTOR 
REMARK 2 90 

REMARK 2 90 CRYSTALLOGRAPHIC SYMMETRY TRANSFORMATIONS 

REMARK 2 90 THE FOLLOWING TRANSFORMATIONS OPERATE ON THE ATOM/ HETATM 

REMARK 2 90 RECORDS IN THIS ENTRY TO PRODUCE CRYSTALLOGRAPHIC ALLY 

REMARK 2 90 RELATED MOLECULES. 

REMARK 2 90 SMTRY1 1 1.000000 0.000000 0.000000 0.00000 

REMARK 290 SMTRY2 1 0.000000 1.000000 0.000000 0.00000 

REMARK 290 SMTRY3 1 0.000000 0.000000 1.000000 0.00000 

REMARK 290 SMTRY1 2 -1.000000 0.000000 0.000000 25.72000 
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REMARK: NULL 
BIOMOLECULE : 1 

THIS ENTRY CONTAINS THE CRYSTALLOGRAPHIC ASYMMETRIC UNIT 
WHICH CONSISTS OF 1 CHAIN (S) . SEE REMARK 350 FOR 
INFORMATION ON GENERATING THE BIOLOGICAL MOLECULE (S) . 

GENERATING THE BIOMOLECULE 

COORDINATES FOR A COMPLETE MULTIMER REPRESENTING THE KNOWN 
BIOLOGICALLY SIGNIFICANT OLIGOMER I ZAT I ON STATE OF THE 
MOLECULE CAN BE GENERATED BY APPLYING BIOMT TRANSFORMATIONS 
GIVEN BELOW. BOTH NON- CRYSTALLOGRAPHIC AND 
CRYSTALLOGRAPHIC OPERATIONS ARE GIVEN. 



BIOMOLECULE: 1 

APPLY THE FOLLOWING TO CHAINS: A 

BIOMT1 1 1.000000 0.000000 0.000000 
BIOMT2 1 0.000000 1.000000 0.000000 
BIOMT3 1 0.000000 0.000000 1.000000 



0 . 00000 
0.00000 
0 . 00000 



MISSING RESIDUES 

THE FOLLOWING RESIDUES WERE NOT LOCATED IN THE 
EXPERIMENT. (M=MODEL NUMBER; RES=RESIDUE NAME; C=CHAIN 
IDENTIFIER; SSSEQ= SEQUENCE NUMBER; I=INSERTION CODE.) 

M RES C SSSEQI 
ARG A -2 
GLU A 23 9 
GLU A 240 

GEOMETRY AND STEREOCHEMISTRY 
SUBTOPIC: COVALENT BOND ANGLES 

THE STEREOCHEMICAL PARAMETERS OF THE FOLLOWING RESIDUES 
HAVE VALUES WHICH DEVIATE FROM EXPECTED VALUES BY MORE 
THAN 6*RMSD (M=MODEL NUMBER; RES=RESIDUE NAME; C= CHAIN 
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REMARK 500 IDENTIFIER; SSEQ=SEQUENCE NUMBER; I=INSERTION CODE) . 
REMARK 500 

REMARK 500 STANDARD TABLE: 

REMARK 500 FORMAT: ( 10X, 13 , IX, A3 , IX, Al , 14 , Al , 3 ( IX, A4 , 2X) , 12X, F5 . 1) 
REMARK 500 

REMARK 500 EXPECTED VALUES: ENGH AND HUBER, 1991 
REMARK 500 
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REMARK 525 

REMARK 52 5 SOLVENT 

REMARK 525 THE FOLLOWING SOLVENT MOLECULES LIE FARTHER THAN EXPECTED 
REMARK 525 FROM THE PROTEIN OR NUCLEIC ACID MOLECULE AND MAY BE 
REMARK 525 ASSOCIATED WITH A SYMMETRY RELATED MOLECULE (M=MODEL 
REMARK 525 NUMBER; RES =RES IDUE NAME; C=CHAIN IDENTIFIER; SSEQ= SEQUENCE 
REMARK 525 NUMBER; I=INSERTION CODE) : 
REMARK 525 

REMARK 52 5 M RES CSSEQI 

REMARK 525 HOH 64 DISTANCE = 5.56 ANGSTROMS 

REMARK 525 HOH 66 DISTANCE = 7.20 ANGSTROMS 

REMARK 525 HOH 75 DISTANCE = 10.03 ANGSTROMS 

REMARK 900 

REMARK 900 RELATED ENTRIES 

REMARK 900 RELATED ID: 2NCM RELATED DB : PDB 

REMARK 900 NMR STRUCTURE OF THE FIRST IMMUNOGLOBULIN DOMAIN OF THE 
REMARK 900 NEURAL CELL ADHESION MOLECULE (NCAM) 
REMARK 900 RELATED ID: 3NCM RELATED DB : PDB 

REMARK 900 NMR STRUCTURE OF THE SECOND IMMUNOGLOBULIN DOMAIN OF THE 
REMARK 900 NEURAL CELL ADHESION MOLECULE (NCAM) 
REMARK 900 RELATED ID: 1EPF RELATED DB : PDB 

REMARK 900 CRYSTAL STRUCTURE OF THE TWO N- TERMINAL IMMUNOGLOBULIN 
REMARK 900 DOMAINS OF THE NEURAL CELL ADHESION MOLECULE (NCAM) 
REMARK 999 
REMARK 999 SEQUENCE 

REMARK 999 RESIDUES -2, 239 AND 240 WERE NOT VISIBLE IN 
REMARK 999 THE ELECTRON DENSITY. 
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Figure 2 (Table 2 (page 7)) 



SEQRES 


8 


A 


291 


THR VAL 


ASN VAL 


LYS 


ILE 


PHE GLN 


LYS LEU MET PHE 


LYS 


SEQRES 


9 


A 


291 


ASN ALA 


PRO THR 


PRO 


GLN 


GLU PHE 


LYS GLU GLY GLU 


ASP 


SEQRES 


10 


A 


291 


ALA VAL 


ILE VAL 


CYS 


ASP 


VAL VAL 


SER SER LEU PRO 


PRO 


SEQRES 


11 


A 


291 


THR ILE 


ILE TRP 


LYS 


HIS 


LYS GLY 


ARG ASP VAL ILE 


LEU 


SEQRES 


12 


A 


291 


LYS LYS 


ASP VAL 


ARG 


PHE 


ILE VAL 


LEU SER ASN ASN 


TYR 


SEQRES 


13 


A 


291 


LEU GLN 


ILE ARG 


GLY 


ILE 


LYS LYS 


THR ASP GLU GLY 


THR 


SEQRES 


14 


A 


291 


TYR ARG 


CYS GLU 


GLY 


ARG 


ILE LEU 


ALA ARG GLY GLU 


ILE 


SEQRES 


15 


A 


291 


ASN PHE 


LYS ASP 


ILE 


GLN 


VAL ILE 


VAL ASN VAL PRO 


PRO 


SEQRES 


16 


A 


291 


THR VAL 


GLN ALA 


ARG 


GLN 


SER ILE 


VAL ASN ALA THR 


ALA 


SEQRES 


17 


A 


291 


ASN LEU 


GLY GLN 


SER 


VAL 


THR LEU 


VAL CYS ASP ALA 


ASP 


SEQRES 


18 


A 


291 


GLY PHE 


PRO GLU 


PRO 


THR 


MET SER 


TRP THR LYS ASP 


GLY 


SEQRES 


19 


A 


291 


GLU PRO 


ILE GLU 


ASN 


GLU 


GLU GLU 


ASP ASP GLU LYS 


HIS 


SEQRES 


20 


A 


291 


ILE PHE 


SER ASP 


ASP 


SER 


SER GLU 


LEU THR ILE ARG 


ASN 


SEQRES 


21 


A 


291 


VAL ASP 


LYS ASN 


ASP 


GLU 


ALA GLU 


TYR VAL CYS ILE 


ALA 


SEQRES 


22 


A 


291 


GLU ASN 


LYS ALA 


GLY 


GLU 


GLN ASP , 


ALA SER ILE HIS 


LEU 


SEQRES 


23 


A 


291 


LYS VAL 


PHE ALA 


LYS 














FORMUL 




2 


HOH 


*265 (H2 


01) 


















HELIX 


1 




1 


ASN A 


68 


ALA A 


72 


5 










5 


HELIX 


2 




2 


LYS A 161 


GLU A 


165 


5 










5 


HELIX 


3 




3 


ASP A 260 


GLU A 


264 


5 










5 


SHEET 


1 




A 


4 


VAL A 


3 


VAL 


A 


6 


0 












SHEET 


2 




A 


4 


LYS A 


18 


VAL 


A 


24 


-1 


O GLN 


A 


23 N ASP 


A 


4 


SHEET 


3 




A 


4 


SER A 


59 


ILE 


A 


64 


-1 


O ILE 


A 


64 N LYS 


A 


18 


SHEET 


4 




A 


4 


ILE A 


50 


ASP 


A 


56 


-1 


N VAL 


A 


53 O THR 


A 


61 


SHEET 


1 




B 


4 


GLY A 


10 


SER 


A 


13 


0 












SHEET 


2 




B 


4 


GLN A 


86 


PHE 


A 


96 


1 


O LYS 


A 


94 N GLY 


A 


0 


SHEET 


3 




B 


4 


GLY A 


73 


THR 


A 


80 


-1 


N VAL 


A 


7 9 O SER 


A 


87 


SHEET 


4 




B 


4 


ASP A 


32 


PHE 


A 


36 


-1 


N SER 


A 


34 O VAL 


A 


78 


SHEET 


1 




C 


2 


MET A 


100 


ASN 


A 


103 


0 












SHEET 


2 




C 


2 


ASP A 


121 


VAL 


A 


123 


-1 


O ASP 


A 


121 N ASN 


A 


103 


SHEET 


1 




D 


4 


GLN A 


108 


LYS 


A 


111 


0 












SHEET 


2 




D 


4 


GLU A 


179 


ALA 


A 


197 


1 


O ASN 


A 


190 N PHE 


A 


110 


SHEET 


3 




D 


4 


GLY A 


166 


ILE 


A 


174 


-1 


N GLY 


A 


166 O VAL 


A 


187 


SHEET 


4 




D 


4 


THR A 


129 


HIS 


A 


134 


-1 


N LYS 


A 


13 3 O ARG 


A 


169 


SHEET 


1 




E 


5 


GLN A 


108 


LYS 


A 


111 


0 












SHEET 


2 




E 


5 


GLU A 


179 


ALA 


A 


197 


1 


O ASN 


A 


190 N PHE 


A 


110 


SHEET 


3 




E 


5 


VAL A 


212 


PHE 


A 


221 


-1 


O ASP 


A 


217 N GLN 


A 


196 


SHEET 


4 




E 


5 


GLU A 


253 


ILE 


A 


256 


-1 


O LEU 


A 


2 54 N LEU 


A 


214 


SHEET 


5 




E 


5 


HIS A 


245 


PHE 


A 


247 


-1 


N ILE 


A 


246 O THR 


A 


255 


SHEET 


1 




F 


3 


ALA A 


116 


ILE 


A 


118 


0 












SHEET 


2 




F 


3 


LEU A 


155 


ILE 


A 


157 


-1 


O ILE 


A 


157 N ALA 


A 


116 


SHEET 


3 




F 


3 


PHE A 


147 


VAL 


A 


149 


-1 


N ILE 


A 


14 8 O GLN 


A 


156 


SHEET 


1 




G 


5 


ILE A 


201 


THR 


A 


205 


0 












SHEET 


2 




G 


5 


GLY A 


276 


PHE 


A 


287 


1 


O PHE 


A 


287 N ALA 


A 


204 


SHEET 


3 




G 


5 


ALA A 


265 


ASN 


A 


273 


-1 


N TYR 


A 


267 O ILE 


A 


282 


SHEET 


4 




G 


5 


THR A 


225 


LYS 


A 


230 


-1 


N SER 


A 


227 O ILE 


A 


270 


SHEET 


5 




G 


5 


GLU A 


233 


PRO 


A 


234 


-1 


O GLU 


A 


233 N LYS 


A 


230 


SSBOND 




1 CYS A 22 




CYS A 




77 














SSBOND 




2 CYS 


! A 120 




CYS A 


170 














SSBOND 




3 CYS 


; A 216 




CYS A 


269 














CISPEP 




1 VAL A 6 




PRO A 




7 




0 




-0.41 






CISPEP 




2 THR A 106 




PRO A 


107 




0 




-0 . 64 






CISPEP 




3 PHE A 221 




PRO A 


222 




0 




-0 . 72 






CRYST1 


51. 


.440 


107 . 760 


149 . 300 


i 90 


i . 00 


90.00 


90.00 I 21 21 


21 


8 


ORIGX1 






1 . 


000000 


0 . 000000 


C 


(.000000 




0 


. 00000 






ORIGX2 






0 . 


000000 


1. 000000 


0 


». 000000 




0 


. 00000 






ORIGX3 






0 . 


000000 


0 . 000000 


1 


.000000 




0 


. 00000 







WO 2005/030804 



PCTYDK2004/000659 



Figure 2 (Table 2 (page 8) ) 
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Figure 2 (Table 2 (page 9) ) 
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Figure 2 (Table 2 (page 36) ) 
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Figure 2 (Table 2 (page 39)) 
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